The hydrophobic wall is modeled in order to reproduce a paraffin-like material of 0.8 g/cm 3 density, composed of CH 2 units. Assuming the hexagonal close packed alignment of wall particles, the given density would require a lattice constant of 0.35 nm that is too coarse to produce relatively smooth hemispherical pockets of desired radius. Thus, the lattice constant was reduced to 0.125 nm and Lennard-Jones (LJ) parameters of wall pseudoatoms were adjusted to reproduce the original interaction of 0.35 nm lattice of OPLS CH 2 units (0.75 nm thick slab) with water (Figure 1, Inset) .
The thermodynamic data
In order to remain in line with majority of other studies conducted at temperature T = 298 K we decided to base our description on thermodynamic data for this temperature. Given the considered range of five simulation temperatures (298, 308, 318, 328, and 338 K), better accuracy, in particular for the entropic component, is expected and found for the middle one, i.e. T = 318 K (Figure 2 ).
We note, however, that apart from shift in numerical values the whole qualitative description and all conclusions regarding the binding process are independent of this choice. Indeed, the uncertainties reported in the paper for T = 298 K represent the upper bound of physical uncertainties.
In principle, one could conduct simulations at T < 298 K so that the middle point of temperature range would correspond to 298 K. We found, however, that already for T = 288 K the convergence of the potential of mean force is rather poor, requiring prohibitive simulation times.
Furthermore, simulations at T < 298 K may be prone to artifacts resulting from water phase transition inside the cavity. Thus, we decided to consider a temperatures range for T > 298 K only. 
